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j Paper IF Citations

154  redictingJ“utationalJuffectsJonJøeceptorJrindingJofJtheJαpikeJ roteinJofJαqøαWsoηWbJηariantsXJ
JournalhofhthehAmericanhChemicalhSocietyVJ2021VJadcVJagfdfWagfed 16.4 7

153 qJnewJclassJofJ˛–WketoamideJderivativesJwithJpotentJanticancerJandJantiWαqøαWsoηWbJactivitiesXJ
EuropeanhJournalhofhMedicinalhChemistryVJ2021VJbaeVJaacbfg 6.8 4

152 αimulatingJtheJdirectionalJtranslocationJofJaJsubstrateJbyJtheJqqqUJmotorJinJtheJbfαJproteasomeXJ
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2021VJaahVJ 11.5 3

151 uxploringJtheJqctivationJ rocessJofJtheJ˛†bqøWwJsomplexXJJournalhofhthehAmericanhChemicalhSocietyVJ
2021VJadcVJaaZddWaaZea 16.4 4

150 uxploringJtheJ roteolysisJ“echanismJofJtheJ roteasomesXJJournalhofhPhysicalhChemistryhBVJ2020VJ
abdVJefbfWefce 3.4 8

149 sriticalJtifferencesJbetweenJtheJrindingJveaturesJofJtheJαpikeJ roteinsJofJαqøαWsoηWbJandJ
αqøαWsoηXJJournalhofhPhysicalhChemistryhBVJ2020VJabdVJeiZgWeiab 3.4 23

148 sombinatorialJqpproachJforJuxploringJsonformationalJαpaceJandJqctivationJrarriersJinJ
somputerWqidedJunzymeJtesignXJACShCatalysisVJ2020VJaZVJfZZbWfZab 13.1 6

147 uxploringJtheJactivationJpathwayJandJwWcouplingJspecificityJofJtheJ˛…WopioidJreceptorXJProceedingshofh
thehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2020VJaagVJbfbahWbfbbe 11.5 4

146 uxploringJtheJ“echanismJofJsovalentJynhibitionjJαimulatingJtheJrindingJvreeJunergyJofJ
˛–WKetoamideJynhibitorsJofJtheJ“ainJ roteaseJofJαqøαWsoηWbXJBiochemistryVJ2020VJeiVJdfZaWdfZh 3.2 23

145 uxploringJtheJsatalyticJøeactionJofJsysteineJ roteasesXJJournalhofhPhysicalhChemistryhBVJ2020VJabdVJaacdiWaacef3.4 8

144 βheJcatalyticJdwellJinJqβ asesJisJnotJcrucialJforJmovementJagainstJappliedJtorqueXJNaturehChemistry
VJ2020VJabVJaahgWaaib 17.6 4

143 uxploringJalternativeJcatalyticJmechanismsJofJtheJsasiJx”xJdomainXJProteins:hStructurewhFunctionh
andhBioinformaticsVJ2020VJhhVJbfZWbfd 4.2 6

142 qJfreeWenergyJlandscapeJforJtheJglucagonWlikeJpeptideJaJreceptorJwL aøXJProteins:hStructurewh
FunctionhandhBioinformaticsVJ2020VJhhVJabgWacd 4.2 8

141 uxploringJtheJuffectivenessJofJrindingJvreeJunergyJsalculationsXJJournalhofhPhysicalhChemistryhBVJ
2019VJabcVJhiaZWhiae 3.4 8

140 øevisitingJtheJprotomotiveJvectorialJmotionJofJvWqβ aseXJProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericaVJ2019VJaafVJaidhdWaidhi 11.5 22

139 ZnβbJisJanJelectroneutralJprotonWcoupledJvesicularJantiporterJdisplayingJanJapparentJstoichiometryJ
ofJtwoJprotonsJperJzincJionXJPLoShComputationalhBiologyVJ2019VJaeVJeaZZfhhb 5 18

138
uxploringJtheJchallengesJofJcomputationalJenzymeJdesignJbyJrebuildingJtheJactiveJsiteJofJaJ
dehalogenaseXJProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ
2019VJaafVJchiWcid

11.5 19
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137 uxploringJtheJsatalyticJ“echanismJofJsasiJγsingJynformationJynferredJfromJundonucleaseJηyyXJACSh
CatalysisVJ2019VJiVJacbiWaccf 13.1 17

136 uvWβuJandJuvWwJareJactivatedJbyJallostericJeffectsXJProceedingshofhthehNationalhAcademyhofhSciencesh
ofhthehUnitedhStateshofhAmericaVJ2018VJaaeVJcchfWccia 11.5 12

135 –nJtheJcontrolJofJtheJprotonJcurrentJinJtheJvoltageWgatedJprotonJchannelJxvaXJProceedingshofhtheh
NationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2018VJaaeVJaZcbaWaZcbf 11.5 16

134 uxploringJtheJfreeWenergyJlandscapeJofJw søJactivationXJProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericaVJ2018VJaaeVJaZcbgWaZccb 11.5 27

133 temonstratingJaspectsJofJmultiscaleJmodelingJbyJstudyingJtheJpermeationJpathwayJofJtheJhumanJ
ZnβbJzincJtransporterXJPLoShComputationalhBiologyVJ2018VJadVJeaZZfeZc 5 8

132 αimulatingJtheJdynamicsJofJtheJmechanochemicalJcycleJofJmyosinWηXJProceedingshofhthehNationalh
AcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2017VJaadVJbbeiWbbfd 11.5 23

131 –riginJofJtheJ”onWqrrheniusJrehaviorJofJtheJøatesJofJunzymaticJøeactionsXJJournalhofhPhysicalh
ChemistryhBVJ2017VJabaVJfebZWfebf 3.4 11

130 αimulatingJtheJfidelityJandJtheJthreeJ“gJmechanismJofJpolJ˛•JandJclarifyingJtheJvalidityJofJtransitionJ
stateJtheoryJinJenzymeJcatalysisXJProteins:hStructurewhFunctionhandhBioinformaticsVJ2017VJheVJaddfWadec 4.2 21

129 uxploringJtheJtevelopmentJofJwroundWαtateJtestabilizationJandJβransitionWαtateJαtabilizationJinJ
βwoJtirectedJuvolutionJ athsJofJKempJuliminasesXJACShCatalysisVJ2017VJgVJccZaWccZe 13.1 25

128 ηalidatingJtheJμaterJvloodingJqpproachJbyJsomparingJytJtoJwrandJsanonicalJ“onteJsarloJ
αimulationsXJJournalhofhPhysicalhChemistryhBVJ2017VJabaVJicehWicfe 3.4 11

127 øeexaminingJtheJoriginJofJtheJdirectionalityJofJmyosinJηXJProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericaVJ2017VJaadVJaZdbfWaZdca 11.5 13

126 “isunderstandingJtheJpreorganizationJconceptJcanJleadJtoJconfusionsJaboutJtheJoriginJofJenzymeJ
catalysisXJProteins:hStructurewhFunctionhandhBioinformaticsVJ2017VJheVJbaegWbafa 4.2 16

125 βheJvvJqβ JsynthasejJfromJatomisticJthreeWdimensionalJstructureJtoJtheJrotaryWchemicalJfunctionXJ
PhotosynthesishResearchVJ2017VJacdVJaWae 3.7 23

124 ηalidatingJaJsoarseWwrainedJηoltageJqctivationJ“odelJbyJsomparingJytsJ erformanceJtoJtheJøesultsJ
ofJ“onteJsarloJαimulationsXJJournalhofhPhysicalhChemistryhBVJ2017VJabaVJaabhdWaabia 3.4 5

123 uxploringJtheJtrugJøesistanceJofJxsηJ roteaseXJJournalhofhPhysicalhChemistryhBVJ2017VJabaVJfhcaWfhdZ 3.4 7

122 uxploringJtheJtependenceJofJQ“Y““JsalculationsJofJunzymeJsatalysisJonJtheJαizeJofJtheJQ“J
øegionXJJournalhofhPhysicalhChemistryhBVJ2016VJabZVJiiacWba 3.4 68

121 soverJymageVJηolumeJhdVJyssueJaaXJProteins:hStructurewhFunctionhandhBioinformaticsVJ2016VJhdVJsdWsd 4.2

120 βheJ hysicsJandJ hysicalJshemistryJofJ“olecularJ“achinesXJChemPhysChemVJ2016VJagVJagaiWda 3.2 85

(2016-2019)
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119 qnalyzingJtheJelectrogenicityJofJcytochromeJcJoxidaseXJProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericaVJ2016VJaacVJghaZWe 11.5 5

118 qJ“icroscopicJsapacitorJ“odelJofJηoltageJsouplingJinJ“embraneJ roteinsjJwatingJshargeJ
vluctuationsJinJsiWηαtXJJournalhofhPhysicalhChemistryhBVJ2016VJabZVJdahWcb 3.4 5

117  erspectivejJtefiningJandJquantifyingJtheJroleJofJdynamicsJinJenzymeJcatalysisXJJournalhofhChemicalh
PhysicsVJ2016VJaddVJahZiZa 3.9 128

116 øefiningJtheJtreatmentJofJmembraneJproteinsJbyJcoarseWgrainedJmodelsXJProteins:hStructurewh
FunctionhandhBioinformaticsVJ2016VJhdVJibWaag 4.2 25

115 unhancingJ aradynamicsJforJQ“Y““JαamplingJofJunzymaticJøeactionsXJJournalhofhPhysicalh
ChemistryhBVJ2016VJabZVJbaeeWfd 3.4 20

114 αimulatingJtheJvunctionJofJtheJ“j”ha aJβransporterXJJournalhofhPhysicalhChemistryhBVJ2016VJabZVJaZieaWaZieh3.4 4

113 βheJcontrolJofJtheJdiscriminationJbetweenJd”β JandJr”β JinJt”qJandJø”qJpolymeraseXJProteins:h
StructurewhFunctionhandhBioinformaticsVJ2016VJhdVJafafWafbd 4.2 7

112 uxploringJtheJmechanismJofJt”qJpolymerasesJbyJanalyzingJtheJeffectJofJmutationsJofJactiveJsiteJ
acidicJgroupsJinJ olymeraseJ˛†XJProteins:hStructurewhFunctionhandhBioinformaticsVJ2016VJhdVJafddWafeg 4.2 17

111
tissectingJtheJroleJofJtheJ˛‡WsubunitJinJtheJrotaryWchemicalJcouplingJandJtorqueJgenerationJofJ
vaWqβ aseXJProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2015VJ
aabVJbgdfWea

11.5 47

110 βheJentropicJcontributionsJinJvitaminJrabJenzymesJstillJreflectJtheJelectrostaticJparadigmXJ
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2015VJaabVJdcbhWcc 11.5 22

109
rrˆ‚nstedJslopesJbasedJonJsingleWmoleculeJimagingJdataJhelpJtoJunveilJtheJchemicallyJcoupledJ
rotationJinJvaWqβ aseXJProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofh
AmericaVJ2015VJaabVJadabaWb

11.5 8

108 αimulatingJtheJfunctionJofJsodiumYprotonJantiportersXJProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericaVJ2015VJaabVJabcghWhc 11.5 18

107 uquilibriumJfluctuationJrelationsJforJvoltageJcouplingJinJmembraneJproteinsXJBiochimicahEth
BiophysicahActahyhBiomembranesVJ2015VJahdhVJbiheWig 3.8 4

106 qdvancesJinJmolecularJquantumJchemistryJcontainedJinJtheJQWshemJdJprogramJpackageXJMolecularh
PhysicsVJ2015VJaacVJahdWbae 1.7 2068

105 βorqueVJchemistryJandJefficiencyJinJmolecularJmotorsjJaJstudyJofJtheJrotaryWchemicalJcouplingJinJ
vaWqβ aseXJQuarterlyhReviewshofhBiophysicsVJ2015VJdhVJcieWdZc 7 20

104 somputerJaidedJenzymeJdesignJandJcatalyticJconceptsXJCurrenthOpinionhinhChemicalhBiologyVJ2014VJ
baVJefWfb 9.7 70

103 “ultiscaleJmodelingJofJbiologicalJfunctionsjJfromJenzymesJtoJmolecularJmachinesJR”obelJLectureSXJ
AngewandtehChemiehyhInternationalhEditionVJ2014VJecVJaZZbZWca 16.4 159

102 “odelingJgatingJchargeJandJvoltageJchangesJinJresponseJtoJchargeJseparationJinJmembraneJ
proteinsXJProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2014VJaaaVJaacecWh11.5 13
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101 qnJeffectiveJcoarseWgrainedJmodelJforJbiologicalJsimulationsjJrecentJrefinementsJandJvalidationsXJ
Proteins:hStructurewhFunctionhandhBioinformaticsVJ2014VJhbVJaafhWhe 4.2 35

100 “ultiskalenmodellierungJbiologischerJvunktionenjJηonJunzymenJzuJmolekularenJ“aschinenJ
R”obelWqufsatzSXJAngewandtehChemieVJ2014VJabfVJaZahbWaZaid 3.6 15

99  rechemistryJbarriersJandJcheckpointsJdoJnotJcontributeJtoJfidelityJandJcatalysisJasJlongJasJtheyJareJ
notJrateJlimitingXJTheoreticalhChemistryhAccountsVJ2012VJacaVJa 1.9 25

98
øealisticJsimulationsJofJtheJcouplingJbetweenJtheJprotomotiveJforceJandJtheJmechanicalJrotationJ
ofJtheJvZWqβ aseXJProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ
2012VJaZiVJadhgfWha

11.5 46

97  aradynamicsjJanJeffectiveJandJreliableJmodelJforJabJinitioJQ“Y““JfreeWenergyJcalculationsJandJ
relatedJtasksXJJournalhofhPhysicalhChemistryhBVJ2011VJaaeVJgieZWfb 3.4 94

96 soarseWgrainedJRmultiscaleSJsimulationsJinJstudiesJofJbiophysicalJandJchemicalJsystemsXJAnnualh
ReviewhofhPhysicalhChemistryVJ2011VJfbVJdaWfd 15.7 165

95 βheJempiricalJvalenceJbondJmodeljJtheoryJandJapplicationsXJWileyhInterdisciplinaryhReviews:h
ComputationalhMolecularhScienceVJ2011VJaVJcZWde 7.9 130

94 αimulatingJelectrostaticJenergiesJinJproteinsjJperspectivesJandJsomeJrecentJstudiesJofJpKasVJredoxVJ
andJotherJcrucialJfunctionalJpropertiesXJProteins:hStructurewhFunctionhandhBioinformaticsVJ2011VJgiVJcdfiWhd4.2 36

93  rechemistryJversusJpreorganizationJinJt”qJreplicationJfidelityXJProteins:hStructurewhFunctionhandh
BioinformaticsVJ2011VJgiVJbiZZWai 4.2 35

92
ulectrostaticJoriginJofJtheJmechanochemicalJrotaryJmechanismJandJtheJcatalyticJdwellJofJ
vaWqβ aseXJProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2011VJ
aZhVJbZeeZWe

11.5 73

91
KetosteroidJisomeraseJprovidesJfurtherJsupportJforJtheJideaJthatJenzymesJworkJbyJelectrostaticJ
preorganizationXJProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ
2010VJaZgVJdZgeWhZ

11.5 74

90 øeplyJtoJKarplusjJsonformationalJdynamicsJhaveJnoJroleJinJtheJchemicalJstepXJProceedingshofhtheh
NationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2010VJaZgVJugbWugb 11.5 21

89 øenormalizingJα“tjJtheJrenormalizationJapproachJandJitsJuseJinJlongJtimeJsimulationsJandJ
acceleratedJ “vJcalculationsJofJmacromoleculesXJJournalhofhPhysicalhChemistryhBVJ2010VJaadVJabgbZWh 3.4 24

88  hosphateJesterJanaloguesJasJprobesJforJunderstandingJenzymeJcatalysedJphosphorylJtransferXJ
FaradayhDiscussionsVJ2010VJadeVJbhaWbii 3.6 19

87 βheJuηrJasJaJquantitativeJtoolJforJformulatingJsimulationsJandJanalyzingJbiologicalJandJchemicalJ
reactionsXJFaradayhDiscussionsVJ2010VJadeVJgaWaZf 3.6 77

86 qtJtheJdawnJofJtheJbastJcenturyjJysJdynamicsJtheJmissingJlinkJforJunderstandingJenzymeJcatalysisoXJ
Proteins:hStructurewhFunctionhandhBioinformaticsVJ2010VJghVJacciWge 4.2 346

85 qbsoluteJbindingJfreeJenergyJcalculationsjJonJtheJaccuracyJofJcomputationalJscoringJofJ
proteinWligandJinteractionsXJProteins:hStructurewhFunctionhandhBioinformaticsVJ2010VJghVJagZeWbc 4.2 132

84 unzymeJmillisecondJconformationalJdynamicsJdoJnotJcatalyzeJtheJchemicalJstepXJProceedingshofhtheh
NationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2009VJaZfVJagceiWfd 11.5 181

(2009-2014)
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83 tineopentylJphosphateJhydrolysisjJevidenceJforJstepwiseJwaterJattackXJJournalhofhOrganich
ChemistryVJ2008VJgcVJfifZWi 4.2 39

82 t”qJpolymeraseJ˛†JcatalyticJefficiencyJmirrorsJtheJqsnbgiâ��dsβ JxWbondingJstrengthXJFEBShLettersVJ
2007VJehaVJggeWghZ 3.8 25

81
ulectrostaticJcontributionsJtoJbindingJofJtransitionJstateJanaloguesJcanJbeJveryJdifferentJfromJtheJ
correspondingJcontributionsJtoJcatalysisjJphenolatesJbindingJtoJtheJoxyanionJholeJofJketosteroidJ
isomeraseXJBiochemistryVJ2007VJdfVJadffWgf

3.2 65

80
shapterJaejshallengesJandJ rogressesJinJsalculationsJofJrindingJvreeJunergiesJâ��JμhatJtoesJitJβakeJ
toJQuantifyJulectrostaticJsontributionsJtoJ roteinâ��LigandJynteractionsoXJRSChBiomolecularhSciencesVJ
2007VJbfhWbiZ

5

79 –nJtheJmechanismJofJhydrolysisJofJphosphateJmonoestersJdianionsJinJsolutionsJandJproteinsXJ
JournalhofhthehAmericanhChemicalhSocietyVJ2006VJabhVJaecaZWbc 16.4 179

78 ulectrostaticJbasisJforJenzymeJcatalysisXJChemicalhReviewsVJ2006VJaZfVJcbaZWce 68.1 923

77 “odelingJelectrostaticJeffectsJinJproteinsXJBiochimicahEthBiophysicahActahyhProteinshandhProteomicsVJ
2006VJagfdVJafdgWgf 4 433

76
somputerJsimulationsJofJproteinJfunctionsjJsearchingJforJtheJmolecularJoriginJofJtheJreplicationJ
fidelityJofJt”qJpolymerasesXJProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofh
AmericaVJ2005VJaZbVJfhaiWbd

11.5 101

75 ynvertingJtheJselectivityJofJaquaporinJfjJgatingJversusJdirectJelectrostaticJinteractionXJProceedingsh
ofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2005VJaZbVJahacWd 11.5 9

74 βheJlowJbarrierJhydrogenJbondJRLrxrSJproposalJrevisitedjJtheJcaseJofJtheJqspXXXJxisJpairJinJserineJ
proteasesXJProteins:hStructurewhFunctionhandhBioinformaticsVJ2004VJeeVJgaaWbc 4.2 134

73
sonvertingJconformationalJchangesJtoJelectrostaticJenergyJinJmolecularJmotorsjJβheJenergeticsJofJ
qβ JsynthaseXJProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaVJ2003
VJaZZVJadhcdWi

11.5 74

72
somputerJsimulationJofJtheJchemicalJcatalysisJofJt”qJpolymerasesjJdiscriminatingJbetweenJ
alternativeJnucleotideJinsertionJmechanismsJforJβgJt”qJpolymeraseXJJournalhofhthehAmericanh
ChemicalhSocietyVJ2003VJabeVJhafcWgg

16.4 134

71 somputerJsimulationJstudiesJofJtheJfidelityJofJt”qJpolymerasesXJBiopolymersVJ2003VJfhVJbhfWii 2.2 37

70 somputerJsimulationsJofJenzymeJcatalysisjJmethodsVJprogressVJandJinsightsXJAnnualhReviewhofh
BiophysicshandhBiomolecularhStructureVJ2003VJcbVJdbeWdc 438

69 sommentJonJâ��uffectJofJqctiveJαiteJ“utationJ heicJWnJβrpJinJtheJxorseJLiverJqlcoholJtehydrogenaseJ
unzymeJonJsatalysisjJJqJ“olecularJtynamicsJαtudyâ��XJJournalhofhPhysicalhChemistryhBVJ2003VJaZgVJabcgZWabcga3.4 15

68 “olecularJdynamicsJsimulationsJofJbiologicalJreactionsXJAccountshofhChemicalhResearchVJ2002VJceVJcheWie 24.3 163

67
qbJynitioJQ“Y““JαimulationJwithJ roperJαamplingjJJâ��virstJ rincipleâ��JsalculationsJofJtheJvreeJ
unergyJofJtheJqutodissociationJofJμaterJinJqqueousJαolutionXJJournalhofhPhysicalhChemistryhBVJ2002VJ
aZfVJaccccWaccdc

3.4 147

66 μhatJareJtheJdielectricJLconstantsLJofJproteinsJandJhowJtoJvalidateJelectrostaticJmodelsoXJProteins:h
StructurewhFunctionhandhBioinformaticsVJ2001VJddVJdZZWag 4.2 785

Arieh Warshel

6



65 tynamicsJofJbiochemicalJandJbiophysicalJreactionsjJinsightJfromJcomputerJsimulationsXJQuarterlyh
ReviewshofhBiophysicsVJ2001VJcdVJefcWfgi 7 240

64 unergeticsJandJtynamicsJofJunzymaticJøeactionsXJJournalhofhPhysicalhChemistryhBVJ2001VJaZeVJghhgWgiZg 3.4 299

63
qbJynitioJuvaluationJofJtheJvreeJunergyJαurfacesJforJtheJweneralJraseYqcidJsatalyzedJβhiolysisJofJ
vormamideJandJtheJxydrolysisJofJ“ethylJβhiolformatej´ JqJøeferenceJαolutionJøeactionJforJαtudiesJ
ofJsysteineJ roteasesXJJournalhofhPhysicalhChemistryhBVJ2001VJaZeVJddgaWddhd

3.4 62

62 uffectiveJwayJofJmodelingJchemicalJcatalysisjJumpiricalJvalenceJbondJpictureJofJroleJofJsolventJandJ
catalystJinJalkylationJreactionsXJJournalhofhComputationalhChemistryVJ2000VJbaVJfZgWfbe 3.5 16

61
uxaminingJmethodsJforJcalculationsJofJbindingJfreeJenergiesjJLøqVJLyuVJ tLtWLøqVJandJ tLtYαWLøqJ
calculationsJofJligandsJbindingJtoJanJxyηJproteaseXJProteins:hStructurewhFunctionhandhBioinformaticsVJ
2000VJciVJcicWdZg

4.2 186

60
qbJinitioYLtJstudiesJofJchemicalJreactionsJinJsolutionjJøeferenceJfreeWenergyJsurfacesJforJacylationJ
reactionsJoccurringJinJserineJandJcysteineJproteasesXJInternationalhJournalhofhQuantumhChemistryVJ
2000VJggVJddWec

2.1 9

59 QWshemJbXZjJaJhighWperformanceJabJinitioJelectronicJstructureJprogramJpackageXJJournalhofh
ComputationalhChemistryVJ2000VJbaVJaecbWaedh 3.5 588

58 sonstrainingJtheJelectronJdensitiesJinJtvβJmethodJasJanJeffectiveJwayJforJabJinitioJstudiesJofJ
metalWcatalyzedJreactionsXJJournalhofhComputationalhChemistryVJ2000VJbaVJaeedWaefa 3.5 42

57  erspectiveJonJâ��βheJenergeticsJofJenzymaticJreactionsâ��XJTheoreticalhChemistryhAccountsVJ2000VJaZcVJccgWcci1.9 6

56 salculationsJofJqctivationJuntropiesJofJshemicalJøeactionsJinJαolutionXJJournalhofhPhysicalhChemistryh
BVJ2000VJaZdVJdeghWdehd 3.4 159

55 xowJdoesJwq JcatalyzeJtheJwβ aseJreactionJofJøasoJqJcomputerJsimulationJstudyXJBiochemistryVJ
2000VJciVJifdaWea 3.2 137

54 øemarkableJrateJenhancementJofJorotidineJeQWmonophosphateJdecarboxylaseJisJdueJtoJ
transitionWstateJstabilizationJratherJthanJtoJgroundWstateJdestabilizationXJBiochemistryVJ2000VJciVJadgbhWch3.2 128

53
qbJynitioJuvaluationJofJtheJ otentialJαurfaceJforJweneralJraseWJsatalyzedJ“ethanolysisJofJ
vormamidejJJqJøeferenceJαolutionJøeactionJforJαtudiesJofJαerineJ roteasesXJJournalhofhthehAmericanh
ChemicalhSocietyVJ2000VJabbVJecedWecff

16.4 107

52 uxaminingJmethodsJforJcalculationsJofJbindingJfreeJenergiesjJLøqVJLyuVJ tLtWLøqVJandJ tLtYαWLøqJ
calculationsJofJligandsJbindingJtoJanJxyηJproteaseJ2000VJciVJcic 4

51 QWshemJbXZjJaJhighWperformanceJabJinitioJelectronicJstructureJprogramJpackageJ2000VJbaVJaecb 2

50 αimulatingJprotonJtranslocationsJinJproteinsjJ robingJprotonJtransferJpathwaysJinJtheJøhodobacterJ
sphaeroidesJreactionJcenterXJProteins:hStructurewhFunctionhandhBioinformaticsVJ1999VJcfVJdhdWeZZ 4.2 77

49 salculationsJofJxydrationJuntropiesJofJxydrophobicVJ olarVJandJyonicJαolutesJinJtheJvrameworkJofJ
theJLangevinJtipolesJαolvationJ“odelXJJournalhofhPhysicalhChemistryhBVJ1999VJaZcVJaZbhbWaZbhh 3.4 120

48 “icroscopicJrasedJtensityJ“atrixJβreatmentsJofJulectronWβransferJøeactionsJinJsondensedJ hasesXJ
JournalhofhPhysicalhChemistryhAVJ1999VJaZcVJaacghWaachf 2.8 8

(1999-2001)
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47 QuantumJsatalysisjJβheJ“odelingJofJsatalyticJβransitionJαtatesXJACShSymposiumhSeriesVJ1999VJbWag 0.4 7

46 unergeticsJandJtynamicsJofJβransitionJαtatesJofJøeactionsJinJunzymesJandJαolutionsXJACSh
SymposiumhSeriesVJ1999VJdhiWdii 0.4 9

45 αimulatingJprotonJtranslocationsJinJproteinsjJ robingJprotonJtransferJpathwaysJinJtheJøhodobacterJ
sphaeroidesJreactionJcenterJ1999VJcfVJdhd 1

44 –scillationsJofJtheJenergyJgapJforJtheJinitialJelectronWtransferJstepJinJbacterialJreactionJcentersXJ
PhotosynthesishResearchVJ1998VJeeVJadgWaeb 3.7 15

43 ulectrostaticJcontributionsJtoJproteinWproteinJbindingJaffinitiesjJapplicationJtoJøapYøafJinteractionXJ
Proteins:hStructurewhFunctionhandhBioinformaticsVJ1998VJcZVJdZgWbc 4.2 73

42  hosphateJusterJxydrolysisJinJqqueousJαolutionjJJqssociativeJversusJtissociativeJ“echanismsXJ
JournalhofhPhysicalhChemistryhBVJ1998VJaZbVJgaiWgcd 3.4 222

41 QuantumJ“echanicalW“olecularJ“echanicalJqpproachesJforJαtudyingJshemicalJøeactionsJinJ
 roteinsJandJαolutionXJACShSymposiumhSeriesVJ1998VJafWcd 0.4 21

40 uffectJofJαolventJtiscretenessJonJαolvationXJJournalhofhPhysicalhChemistryhBVJ1998VJaZbVJecdhWeceg 3.4 25

39
–nJtheJøeactivityJofJ hosphateJ“onoesterJtianionsJinJqqueousJαolutionjJJrrˆ‚nstedJLinearJ
vreeWunergyJøelationshipsJtoJ”otJxaveJanJγniqueJ“echanisticJynterpretationXJJournalhofhtheh
AmericanhChemicalhSocietyVJ1998VJabZVJaaebdWaaebe

16.4 60

38 –riginJofJtheJsatalyticJ owerJofJqcetylcholinesterasejJJsomputerJαimulationJαtudiesXJJournalhofhtheh
AmericanhChemicalhSocietyVJ1998VJabZVJahcWaid 16.4 106

37 βheJeffectJofJproteinJrelaxationJonJchargeWchargeJinteractionsJandJdielectricJconstantsJofJproteinsXJ
BiophysicalhJournalVJ1998VJgdVJagddWec 2.9 200

36 βheJsurfaceJconstraintJallJatomJmodelJprovidesJsizeJindependentJresultsJinJcalculationsJofJ
hydrationJfreeJenergiesXJJournalhofhChemicalhPhysicsVJ1998VJaZiVJgidZWgidd 3.9 57

35 sontinuumJandJtipoleWLatticeJ“odelsJofJαolvationXJJournalhofhPhysicalhChemistryhBVJ1997VJaZaVJaabedWaabfd3.4 49

34 qJvundamentalJqssumptionJaboutJ–xWJqttackJinJ hosphateJusterJxydrolysisJysJ”otJvullyJzustifiedXJ
JournalhofhthehAmericanhChemicalhSocietyVJ1997VJaaiVJedgcWedgd 16.4 103

33
LangevinJtipolesJ“odelJforJabJynitioJsalculationsJofJshemicalJ rocessesJinJαolutionjJJ
 arametrizationJandJqpplicationJtoJxydrationJvreeJunergiesJofJ”eutralJandJyonicJαolutesJandJ
sonformationalJqnalysisJinJqqueousJαolutionXJJournalhofhPhysicalhChemistryhBVJ1997VJaZaVJeehcWeeie

3.4 259

32 sonsistentJsalculationsJofJpKaQsJofJyonizableJøesiduesJinJ roteinsjJJαemiWmicroscopicJandJ
“icroscopicJqpproachesXJJournalhofhPhysicalhChemistryhBVJ1997VJaZaVJddehWddgb 3.4 325

31 qJstringentJtestJofJtheJcavityJconceptJinJcontinuumJdielectricsXJJournalhofhChemicalhPhysicsVJ1997VJ
aZgVJgigeWgigh 3.9 35

30 qbJynitioJvrozenJtensityJvunctionalJsalculationsJofJ rotonJβransferJøeactionsJinJαolutionXJTheh
JournalhofhPhysicalhChemistryVJ1996VJaZZVJaedddWaeddi 107
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29 –rientationJofJtheJ–xJtipoleJofJβyrosineJR“SbaZJandJytsJuffectJonJulectrostaticJunergiesJinJ
 hotosyntheticJracterialJøeactionJsentersXJThehJournalhofhPhysicalhChemistryVJ1996VJaZZVJafgfaWafggZ 84

28 xowJymportantJqreJQuantumJ“echanicalJ”uclearJ“otionsJinJunzymeJsatalysisoXJJournalhofhtheh
AmericanhChemicalhSocietyVJ1996VJaahVJaagdeWaagea 16.4 177

27 salculationsJofJtheJelectrostaticJfreeJenergyJcontributionsJtoJtheJbindingJfreeJenergyJofJ
sulfonamidesJtoJcarbonicJanhydraseXJStructuralhChemistryVJ1996VJgVJacaWach 1.8 20

26 αubstrateWassistedJcatalysisJasJaJmechanismJforJwβ JhydrolysisJofJpbarasJandJotherJwβ WbindingJ
proteinsXJNaturehStructuralhBiologyVJ1995VJbVJcfWdd 234

25 αimulationJofJenzymeJreactionsJusingJvalenceJbondJforceJfieldsJandJotherJhybridJquantumYclassicalJ
approachesXJChemicalhReviewsVJ1993VJicVJbebcWbedd 68.1 720

24 “icroscopicJandJsemimicroscopicJcalculationsJofJelectrostaticJenergiesJinJproteinsJbyJtheJ –LqøyαJ
andJu”ZY“yXJprogramsXJJournalhofhComputationalhChemistryVJ1993VJadVJafaWahe 3.5 422

23 QuantumWmechanicalJcalculationsJofJsolvationJfreeJenergiesXJqJcombinedJabJinitioJpseudopotentialJ
freeWenergyJperturbationJapproachXJJournalhofhChemicalhPhysicsVJ1992VJigVJdbfdWdbga 3.9 65

22 qJlocalJreactionJfieldJmethodJforJfastJevaluationJofJlongWrangeJelectrostaticJinteractionsJinJ
molecularJsimulationsXJJournalhofhChemicalhPhysicsVJ1992VJigVJcaZZWcaZg 3.9 380

21 “icroscopicJsimulationsJofJmacroscopicJdielectricJconstantsJofJsolvatedJproteinsXJJournalhofh
ChemicalhPhysicsVJ1991VJieVJdcffWdcgg 3.9 240

20 ynvestigationJofJtheJfreeJenergyJfunctionsJforJelectronJtransferJreactionsXJJournalhofhChemicalh
PhysicsVJ1990VJicVJhfhbWhfib 3.9 363

19
vreeJenergyJrelationshipsJinJmetalloenzymeWcatalyzedJreactionsXJsalculationsJofJtheJeffectsJofJ
metalJionJsubstitutionsJinJstaphylococcalJnucleaseXJJournalhofhthehAmericanhChemicalhSocietyVJ1990VJ
aabVJbhfZWbhfh

16.4 136

18 “icroscopicJsimulationJofJquantumJdynamicsJandJnuclearJtunnelingJinJbacterialJreactionJcentersXJ
PhotosynthesishResearchVJ1989VJbbVJciWdf 3.7 13

17 øoleJofJarginineWchJinJregulationJofJtheJcytochromeJcJoxidationWreductionJequilibriumXJBiochemistryVJ
1989VJbhVJcahhWig 3.2 117

16 salculationsJofJfreeJenergyJprofilesJforJtheJstaphylococcalJnucleaseJcatalyzedJreactionXJ
BiochemistryVJ1989VJbhVJdfhZWi 3.2 70

15 qJsurfaceJconstrainedJallWatomJsolventJmodelJforJeffectiveJsimulationsJofJpolarJsolutionsXJJournalhofh
ChemicalhPhysicsVJ1989VJiaVJcfdgWcffa 3.9 410

14 μhyJionJpairJreversalJbyJproteinJengineeringJisJunlikelyJtoJsucceedXJNatureVJ1988VJccdVJbgZWb 50.4 95

13 αimulationJofJfreeJenergyJrelationshipsJandJdynamicsJofJα”bJreactionsJinJaqueousJsolutionXJJournalh
ofhthehAmericanhChemicalhSocietyVJ1988VJaaZVJebigWecaa 16.4 267

12 uvaluationJofJcatalyticJfreeJenergiesJinJgeneticallyJmodifiedJproteinsXJJournalhofhMolecularhBiologyVJ
1988VJbZaVJaciWei 6.5 170

(1988-1996)
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11 βheJextendedJuwaldJmethodjJqJgeneralJtreatmentJofJlongWrangeJelectrostaticJinteractionsJinJ
microscopicJsimulationsXJJournalhofhChemicalhPhysicsVJ1988VJhiVJcgeaWcgei 3.9 42

10 αimulationJofJtheJdynamicsJofJelectronJtransferJreactionsJinJpolarJsolventsjJαemiclassicalJ
trajectoriesJandJdispersedJpolaronJapproachesXJJournalhofhChemicalhPhysicsVJ1986VJhdVJdichWdieg 3.9 210

9 βheoreticalJcorrelationJofJstructureJandJenergeticsJinJtheJcatalyticJreactionJofJtrypsinXJJournalhofh
thehAmericanhChemicalhSocietyVJ1986VJaZhVJfefiWfegi 16.4 151

8 QuantizedJsemiclassicalJtrajectoryJapproachJforJevaluationJofJvibronicJtransitionsJinJanharmonicJ
moleculesXJJournalhofhChemicalhPhysicsVJ1985VJhbVJagefWagga 3.9 18

7 salculationsJofJelectrostaticJinteractionsJinJbiologicalJsystemsJandJinJsolutionsXJQuarterlyhReviewshofh
BiophysicsVJ1984VJagVJbhcWdbb 7 864

6 unergeticsJofJLightWynducedJshargeJαeparationJqcrossJ“embranesXJIsraelhJournalhofhChemistryVJ1981
VJbaVJcdaWcdg 3.4 14

5 qnJempiricalJvalenceJbondJapproachJforJcomparingJreactionsJinJsolutionsJandJinJenzymesXJJournalhofh
thehAmericanhChemicalhSocietyVJ1980VJaZbVJfbahWfbbf 16.4 761

4 sonversionJofJlightJenergyJtoJelectrostaticJenergyJinJtheJprotonJpumpJofJxalobacteriumJhalobiumXJ
PhotochemistryhandhPhotobiologyVJ1979VJcZVJbheWiZ 3.6 123

3 salculationsJofJchemicalJprocessesJinJsolutionsXJThehJournalhofhPhysicalhChemistryVJ1979VJhcVJafdZWafeb 313

2 salculationsJofJresonanceJøamanJspectraJofJconjugatedJmoleculesXJJournalhofhChemicalhPhysicsVJ
1977VJffVJedggWedhh 3.9 207

1 somputerJαimulationsJofJ rotonJβransferJinJ roteinsJandJαolutionsaagaWabZe
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